.
Cartesian coordinates for the global-minimum (GM) structures of B10Ca (C2, 1 A) and B10 (C2h, 1 Ag) clusters at the PBE0/6-311+G* level.
Figure S1.
Alternative optimized structures of B10Ca cluster at PBE0/6-311+G* level.
Relative energies are shown in eV with corrections for zero-point energies (ZPEs).
Shown in square brackets for top two structures are the relative energies using single-point CCSD(T) calculations, that is, at CCSD(T)/6-311+G* //PBE0/6-311+G* level. 
Supplementary Information -Part II
A short movie extracted from the BOMD simulation for B10Ca cluster. Each frame of the snapshot is reoriented horizontally. The simulation was performed at 900 K for 50
ps. The movie roughly covers a time span of 2.5 ps. Similar BOMD properties were revealed at 600 K (not shown), albeit with slower rotation.
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Figure S1
. Alternative optimized structures of B10Ca cluster at PBE0/6-311+G* level.
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